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In the title compound, Ci 6 H lf! ClN, the dihedral angle between 
the benzene rings is 24.61 (13)°. In the crystal, only van der 
Waals interactions occur between neighbouring molecules. 

Related literature 

For related structures, see: Nie (2008); Cui et al. (2009); Sun et 
al. (20Ua,b). 



H,c 



Experimental 

Crystal data 

C 16 H 16 C1N 
M r = 257.75 
Monoclinic, P2 i /c 
a = 7.198 (2) A 




Z = 4 

Mo Ka radiation 
H = 0.26 mm~' 

Data collection 

Bruker APEXII CCD 
diffractometer 

Absorption correction: multi-scan 
(SADABS; Bruker, 2004) 
r,^ = 0.924, T max = 0.929 



Refinement 

R[F 2 > 2a(F 2 )] -- 
wR(F 2 ) = 0.136 
S = 1.04 
2553 reflections 



0.046 



T = 293 K 

0.31 x 0.30 x 0.29 mm 



7071 measured reflections 
2553 independent reflections 
1593 reflections with / > 2o(I) 
«,„, = 0.042 



167 parameters 

H-atom parameters constrained 
Ap»ax = 0.19 e A~ 3 
A/w = -°- 16 e A ~ 3 



b = 12.398 (4) A 
c = 15.865 (5) A 
P = 102.296 (4)° 
V = 1383.3 (7) A 3 



Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT 
(Bruker, 2004); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 
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Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: HB5944). 
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(£)-4-Chloro-A^-(2,4,6-trimethylbenzylidene)aniline 
Y. Guo, M.-X. Pan, H. Xiang, W.-H. Liu and Z.-C. Song 

Comment 

We report here the crystal structure of the title new Schiff base compound, (I). In (I) (Fig. 1), the geometric parameters of 
the title compound agree well with reported similar structures (Nie, 2008; Cui et ah, 2009; Sune^ al, 2011a,b). The dihedral 
angle between the two aromatic rings in the Schiff base molecule is 24.61 (13)°, 

Experimental 

A mixture of 2,4,6-trimethylbenzaldehyde (5 mmol), 4-chloroaniline (5 mmol) and methanol (40 ml) was refluxed for 2 h. 
It was then allowed to cool and filtered. Recrystallization of the crude product from methanol yielded colorless blocks of (I). 

Refinement 

H atoms were positioned geometrically and refined using the riding-model approximation, with C — H = 0.93-0.96 A and 
£/ iso (H) = 1.2C/ eq (C) or 1.5U eq (methyl C). 

Figures 



Fig. 1. The molecular structure of the title compound with 50% probability displacement el- 
lipsoids for non-hydrogen atoms. 



(f)-4-Chloro-iV-(2,4,6-trimethylbenzylidene)aniline 



Crystal data 




C 16 H 16 C1N 


^(000) = 544 


M,- = 257.75 


D x = 1.238 MgnT 3 


Monoclinic, P2\lc 


Mo Ka radiation, X = 0.71073 A 


Hall symbol: -P 2ybc 


Cell parameters from 1950 reflections 


a = 7.198 (2) A 


6 = 2.6-24.8° 


6 = 12.398 (4) A 


|i = 0.26 mm 1 


c= 15.865 (5) A 


7=293 K 


(3= 102.296 (4)° 


Block, colorless 


V= 1383.3 (7) A 3 


0.31 x 0.30 x 0.29 mm 


Z=4 
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Data collection 



Broker APEXII CCD 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

cp and co scans 

Absorption correction: multi-scan 
(SADABS; Bruker, 2004) 

r min = 0.924, r max = 0.929 

7071 measured reflections 



2553 independent reflections 

1593 reflections with / > 2o(7) 
R mt = 0.042 

Qmax ~~ 25.5 , 9 m i n — 2.6 

h = -8^8 

yfc = 15^12 
/= 19^19 



Refinement 
Refinement on F 2 
Least-squares matrix: full 
R[F 2 > 2o(F 2 )] = 0.046 

wR(F 2 ) = 0.136 

S= 1.04 

2553 reflections 

167 parameters 

0 restraints 

Primary atom site location: structure-invariant direct 
methods 



Secondary atom site location: difference Fourier map 

Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 
w = l/[o 2 (F 0 2 ) + (0.0476P) 2 + 0.5504P] 
where P = (F 0 2 + 2F c 2 )/3 
(A/o) max < 0.001 

Ap ma x = 0.19eA" 3 
Apmin = -0.16eA~ 3 

Extinction correction: SHELXL97 (Sheldrick, 2008), 
Fc*=kFc[l+0.001xFcV/sin(26)]- 1/4 

Extinction coefficient: 0.024 (3) 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted ic-factor wR and goodness of fit S are based on F 2 , convention- 
al ic-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > o(F 2 ) is used only for calculating R- 
factors(gt) etc. and is not relevant to the choice of reflections for refinement. R- factors based on F 2 are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 

x y z U iso */U eq 

CI 0.2061 (3) 0.3177 (2) -0.07427 (15) 0.0528 (6) 

C2 0.1376 (4) 0.3161 (2) -0.16278 (16) 0.0607 (7) 

H2 0.1204 0.2497 -0.1906 0.073* 

C3 0.0937 (4) 0.4085 (2) -0.21154 (16) 0.0608(7) 
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Atomic displacement parameters (A 2 ) 
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